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The data of 3aq crystal Structure
Crystal Structure of C16H13FN2O
The room temperature [295(2)K] single-crystal X-ray experiments were performed on a SuperNova diffractometer with Cu K  radiation. Unit cell was obtained and refined by 3049 reflections with 5.1 <  < 73.8. No decay was observed in data collection. Raw intensities were corrected for Lorentz and polarization effects, and for absorption by empirical method. Direct phase determination yielded the positions of all non-hydrogen atoms. All non-hydrogen atoms were subjected to anisotropic refinement. The hydrogen atoms were generated geometrically with C-H bonds of 0.93-0.96 Å according to criteria described in the SHELXTL manual (Bruker, 1997) . They were included in the refinement with Uiso(H) = 1.2Ueq of their parent atoms. There were two molecules with the identical formula, C16H13FN2O, in the independent area. However, the isoindolyl in one of them was diorientational disordered. The occupancies of the different orientational isoindolyl groups were refined to give 0.642(3) and 0.358(3), respectively. The final full-matric least-square refinement on F 2 converged with R1 = 0.0873 and wR2 = 0.1451 for 4361 observed reflections [I  2(I)]. The final difference electron density map shows no features. Details of crystal parameters, data collection and structure refinement are given in Table 1 .
Data collection was controlled by CrysAlis Pro (Rigaku, 2016) . Computations were performed using the SHELXTL NT ver. 5.10 program package (Bruker, 1997) on an IBM PC 586 computer. Analytic expressions of atomic scattering factors were employed, and anomalous dispersion corrections were incorporated (International Tables for X-ray Crystallography, 1989) . Crystal drawings were produced with XP (Bruker, 1997) . (3) 1.00 C (7) -0.0858(6) 0.3374(2) 0.0316(4) 0.1028 (15) 1.00 C (8) 0.0472 (7) 0.3429(2) 0.0182(3) 0.0940 (13) 1.00 C (9) 0.3329 (7) 0.3374 (2) (6) C(6) 0.180(6) 0.153 (7) 0.172(6) 0.001(6) -0.040 (5) 0.019(6) C (7) 0.118 (4) 
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Molecule I
ORTEP drawing of C16H13FN2O with 35% probability ellipsoids, showing the atomic numbering scheme.
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Molecule II ORTEP drawing of C16H13FN2O with 35% probability ellipsoids, showing the atomic numbering scheme and an orientation of isoindolyl presented by N(3), C(17)-C(25).
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